The title compound, C 9 H 7 NO 2 , was prepared by alkynylation of 4-iodonitrobenzene with 1,3-dilithiopropyne in the presence of 1 equivalent of CuI and catalytic amounts of Pd(PPh 3 ) 2 Cl 2 . The complete molecule is generated by crystallographic twofold symmetry with the C-N and C-C C-C units lying on the rotation axis. No directional interactions beyond normal van der Waals contacts could be identified in the packing.
Structure description
One of the most general methods for the synthesis of aromatic alkynes is the alkynylation of halogenated aromatic rings (Negishi & Anastasia, 2003) . Today, the Sonogashira reaction is probably the most extensively used protocol for the synthesis of mono and disubstituted acetylenes (Sonogashira et al., 1975) . In this reaction an aromatic (or vinyl) halide is treated with the corresponding acetylene, in the presence of catalytic amounts of Pd 0 or Pd II triphenylphosphine complexes, an amine (i.e., Et 2 NH) and catalytic amounts of CuI at room temperature.
Specifically 1-propynylarenes, which can be obtained by the above-mentioned alkynylation protocols, using prop-1-yne, are not only very valuable synthetic intermediates, but also these structures are present in a wide number of natural products (Carpita et al., 1985; Christensen & Lam, 1991) , many of which have important biological activity (Zhang et al., 2014) .
As part of our work in this area, we now report the synthesis and crystal structure of the title compound, 1. The C7 C8 distance of 1.195 (4) Å is consistent with previous reported values (Umañ a et al., 2018) . The complete molecule is generated by a crystallographic twofold axis with atoms C1, C4, C7, C8, C9 and N1 lying on the rotation axis. The nitro group is close to being coplanar with its attached ring as indicated by the O1-data reports N1-C1-C2 i torsion angle of 171.25 (14) (Fig. 1 ). The extended structure (Fig. 2) shows neither hydrogen bonding nor aromaticstacking.
Synthesis and crystallization
The title compound, 1, was synthesized by a variation of the Sonogashira reaction. Thus, 4-iodonitrobenzene, 2, was treated with the dianion 1,3-dilithiopropyne, 3, in the presence of one equivalent of CuI (instead of catalytic amounts) and catalytic amounts of Pd(PPh 3 ) 2 Cl 2 (Fig. 3 ). The 1,3-dilithipropyne, 3, was prepared from 2,3-dichloropropene by sequential treatment with magnesium and n-BuLi as previously reported (Umañ a & Cabezas, 2017; Cabezas et al., 2018) . After ether-water partition, the crude reaction was purified by column chromatography (ether:hexane, 30:70), to obtain the title compound, 1, in 72% yield. The product was recrystallized from ethyl acetate solution at room temperature in the form of pale-yellow blocks.
Refinement
Crystal data, data collection and structure refinement are summarized in Table 1 .
Figure 3
A synthetic scheme for the preparation of title compound 1. Computer programs: APEX3 and SAINT (Bruker, 2015) , SHELXT (Sheldrick, 2015a), SHELXL2018 (Sheldrick, 2015b), shelXle (Hü bschle, 2011) and publCIF (Westrip, 2010).
Figure 1
The title molecule, 1, with 50% probability ellipsoids. Unlabelled atoms are generated by the symmetry operation 1 2 À x, y, Àz.
Figure 2
The crystal packing of the title compound. 
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Crystal data Refinement. All H atoms were located initially by difference Fourier synthesis and relocated to idealized locations (C-H = 0.95-0.98 Å) and refined as riding atoms.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
